Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.146; data-to-parameter ratio = 19.6.
Related literature
For the uses and biological importance of diketones, see: Bennett et al. (1999) ; Sato et al. (2008) . For a related structure, see: Li et al. (2008) .
Experimental
Crystal data 
Data collection
Bruker SMART APEXII areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2008) T min = 0.940, T max = 0.960 20606 measured reflections 5308 independent reflections 3857 reflections with I > 2(I) R int = 0.026 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.146 S = 1.02 5308 reflections 271 parameters H-atom parameters constrained Á max = 0.28 e Å À3 Á min = À0.41 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). supplementary materials Acta Cryst. (2013) . E69, o252 [doi:10.1107/S1600536813001074] 5-(4-Chlorophenyl)-1-cyclopropyl-2-(2-fluorophenyl)-3-phenylpentane-1,5dione Thothadri Srinivasan, Govindaraj Senthilkumar, Haridoss Manikandan, Kaliaperumal
Neelakandan and Devadasan Velmurugan Comment
Diketones are popular in organic synthesis for their applications in biology and medicine. They are known to exhibit antioxidant, antitumour and antibacterial activities (Bennett et al., 1999) . They are also key intermediates in the preparation of various heterocyclic compounds (Sato et al., 2008) . We report herein on the synthesis and crystal structure of one the title diketone.
In the title compound, Fig.1 , the cyclopropane ring (C1-C3) makes a dihedral angle of 45.7 (2)° with the fluoro substituted phenyl ring (C6-C11). It makes a dihedral angle of 49.0 (2)° with the unsubstituted phenyl ring (C13-C18) and a dihedral angle of 65.2 (2)° with the chloro substituted phenyl ring (C21-C26). The fluorine atom, F1, deviates by 0.0307 (11) Å from the phenyl ring to which it is attached.
The dihedral angle between the unsubstituted phenyl ring and the fluoro substituted phenyl ring is 3.65 (8)° and the dihedral angle between the unsubstituted phenyl ring and the chloro substituted phenyl ring is 71.73 (8)°. The dihedral angle between the fluoro substituted phenyl ring and the chloro substituted phenyl ring is 71.15 (8)°. The chloro atom, Cl1, deviates by 0.0652 (6) Å from the phenyl ring to which it is attached.
In the crystal, C-H···F hydrogen bonds link the molecules to form chains along the b axis (Table 1 and Fig. 2 ).
Experimental
A mixture of 4-chloroacetophenone(0.01mole), benzaldehyde (0.01 mole), cyclopropyl 2-fluorobenzyl ketone (0.01 mole) and sodium hydroxide solution (10 ml, 10%) in ethanol (50 ml) was stirred for 3 hrs at room temperature. The solid that separated was filtered and washed with distilled water. The product was recrystallised from ethanol [Yield = 95%, M.p. = 405 -407 K] giving block-like colourless crystals of the title compound.
Refinement
The hydrogen atoms were placed in calculated positions and treated as riding atoms: C-H = 0.93 -1.08 Å with U iso (H) = 1.5U eq (C) for methyl H atoms and = 1.2U eq (C) for other H atoms. The molecular structure of the title molecule, with atom labelling. Displacement ellipsoids are drawn at the 30% probability level.
Computing details

Figure 2
The crystal packing of the title compound viewed along the b axis. H-atoms not involved in C-H···F hydrogen bonds (dashed lines) have been excluded for clarity. 
5-(4-Chlorophenyl)-1-cyclopropyl-2-(2-fluorophenyl)-3-phenylpentane-1,5-dione
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.28 e Å −3 Δρ min = −0.41 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) −0.0064 (7) 0.0153 (6) −0.0048 (7) C5 0.0491 (7) 0.0456 (7) 0.0346 (6) −0.0001 (6) 0.0137 (6) −0.0022 (5) C6 0.0514 (8) 0.0468 (7) 0.0332 (6) 0.0044 (6) 0.0139 (6) 0.0040 (5) C7 0.0671 (9) 0.0514 (8) 0.0399 (7) 0.0029 (7) 0.0177 (7) −0.0003 (6) C8 0.0798 (11) 0.0640 (10) 0.0449 (8) 0.0165 (9) 0.0266 (8) 0.0009 (7) C9 0.0740 (11) 0.0741 (11) 0.0540 (9) 0.0199 (9) 0.0361 (9) 0.0158 (8) C10 0.0645 (10) 0.0596 (10) 0.0608 (10) 0.0028 (8) 0.0290 (8) 0.0130 (8) C11 0.0602 (9) 0.0465 (8) 0.0435 (8) 0.0038 (7) 0.0191 (7) 0.0019 (6) C12 0.0498 (7) 0.0440 (7) 0.0381 (7) 0.0003 (6) 0.0158 (6) 0.0002 (6) C13 0.0437 (7) 0.0447 (7) 0.0350 (6) −0.0019 (6) 0.0111 (5) 0.0005 (5) C14 0.0669 (10) 0.0517 (9) 0.0554 (9) −0.0145 (8) 0.0247 (8) −0.0084 (7) C15 0.0688 (11) 0.0698 (11) 0.0700 (11) −0.0222 (9) 0.0328 (9) −0.0019 (9) C16 0.0640 (10) 0.0797 (12) 0.0605 (10) −0.0017 (9) 0.0350 (9) 0.0027 (9) C17 0.0783 (11) 0.0650 (10) 0.0564 (9) −0.0045 (9) 0.0334 (9) −0.0131 (8) C18
0.0648 (9) 0.0505 (8) 0.0509 (8) −0.0118 (7) 0.0260 (7) −0.0076 (7) C19 0.0458 (7) 0.0585 (9) 0.0445 (8) 0.0021 (7) 0.0169 (6) 0.0104 (6) C20 0.0487 (7) 0.0494 (8) 0.0434 (7) 0.0060 (6) 0.0210 (6) 0.0053 (6) C21 0.0444 (7) 0.0474 (7) 0.0428 (7) 0.0075 (6) 0.0195 (6) 0.0044 (6) C22 0.0483 (8) 0.0550 (9) 0.0530 (8) 0.0065 (7) 0.0208 (7) 0.0114 (7) C23 0.0503 (8) 0.0549 (9) 0.0700 (10) −0.0021 (7) 0.0253 (8) 0.0060 (8) C24 0.0470 (8) 0.0689 (11) 0.0603 (10) −0.0037 (8) 0.0140 (7) −0.0006 (8) C25 0.0627 (10) 0.0692 (11) 0.0525 (9) 0.0006 (9) 0.0085 (8) 0.0134 (8) C26 0.0588 (9) 0.0514 (8) 0.0508 (8) 0.0003 (7) 0.0157 (7) 0.0090 (7) O1 0.0813 (9) 0.0664 (8) 0.0730 (9) −0.0223 (7) 0.0049 (7) −0.0020 (6) O2 0.0690 (7) 0.0502 (6) 0.0584 (7) −0.0017 (5) 0.0118 (6) 0.0076 (5) F1 0.0890 (7) 0.0537 (6) 0.0725 (7 107.17 (11) C20-C19-C12 114.70 (12) C4-C5-C12 112.84 (12) C20-C19-H19A 108.6 C6-C5-C12 112.52 (12) C12-C19-H19A 108.6 C4-C5-H5 108.0 C20-C19-H19B 108.6 C6-C5-H5 108.0 C12-C19-H19B 108.6 C12-C5-H5 108.0 H19A-C19-H19B 107.6 C11-C6-C7 116.25 (13) O2-C20-C21 120.28 (13) C11-C6-C5 121.61 (13) O2-C20-C19 122.37 (14) C7-C6-C5 122.11 (13) C21-C20-C19 117.33 (13) 
